LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03 Instrument :
Operator : SJ/MA BNA_G

Sample - 13561-03 ClientSampleld :
Misc - PURGE-WATER-NRL-74
ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.729 3 7 15 rBv 59255 84667 7.57% 0.727%
2 4.041 54 60 65 rvB2 7041 13323 1.19% 0.114%
3 4.434 124 127 136 rVB 8850 14316 1.28% 0.123%
4 4.705 165 173 180 rBV3 10506 18215 1.63% 0.156%
5 5.157 245 250 252 rBvY 29875 43024 3.85% 0.370%
6 5.187 252 255 267 rVB 43824 75028 6.71% 0.644%
7 5.698 336 342 354 rBvY 169175 272718 24.38% 2.342%
8 6.056 397 403 409 rBv2 16609 27536 2.46% 0.237%
9 6.144 412 418 426 rVB 20119 32361 2.89% 0.278%
10 6.315 442 447 456 rBV 8516 16700 1.49% 0.143%
11 6.397 456 461 471 rVB 26386 42540 3.80% 0.365%
12 6.632 492 501 511 rBVY 285594 473144 42.29%  4.064%
13 7.026 562 568 577 rBV3 5506 11979 1.07% 0.103%
14 7.114 577 583 591 rvv 24758 48374  4.32% 0.415%
15 7.507 644 650 661 rBV 38456 88212 7.88% 0.758%
16 7.625 663 670 674 rvv4 10576 23159 2.07% 0.199%
17 7.689 675 681 694 rvB3 64601 198377 17.73% 1.704%
18 7.983 723 731 737 rBV2 6977 12152 1.09% 0.104%

19 8.089 742 749 756 rBV 54552 105094 9.39% 0.903%
20 8.553 815 828 831 rBV 168619 331245 29.61% 2.845%

21 8.583 831 833 843 rVB 156348 218966 19.57% 1.881%
22 8.776 859 866 871 rBV3 21371 40071 3.58% 0.344%
23 8.882 877 884 891 rvVB 152725 284509 25.43% 2.444%
24 9.717 1017 1026 1033 rBV 137098 266365 23.81% 2.288%

25 9.846 1042 1048 1055 rVB5 6459 11875 1.06% 0.102%
26 11.109 1256 1263 1272 rBV 43170 81697 7.30% 0.702%
27 11.180 1272 1275 1280 rVV3 6011 11255 1.01% 0.097%
28 11.238 1280 1285 1294 rVB3 21455 40054 3.58% 0.344%
29 11.373 1300 1308 1322 rVB 256683 488250 43.64% 4.194%
30 11.479 1322 1326 1331 rBvV4 7352 12777 1.14% 0.110%
31 11.732 1357 1369 1376 rBV6 9923 27943 2.50% 0.240%
32 11.861 1384 1391 1396 rBV 30495 48719 4 _.35% 0.418%
33 11.920 1396 1401 1407 rVB2 39428 63161 5.65% 0.542%
34 12.261 1452 1459 1468 rBV4 11831 30190 2.70% 0.259%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03 Instrument :
Operator : SJ/MA BNA_G

Sample - 13561-03 ClientSampleld :
Misc - PURGE-WATER-NRL-74
ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.789 1535 1549 1567 rVB2 109105 236941 21.18% 2.035%

36 13.541 1673 1677 1682 rBV2 7063 11791 1.05% 0.101%
37 13.759 1704 1714 1722 rBV 365643 607827 54.33% 5.221%
38 14.000 1746 1755 1759 rVB6 6397 16236 1.45% 0.139%
39 14.429 1823 1828 1833 rBV5 7034 14398 1.29% 0.124%
40 14.564 1845 1851 1858 rBV 125901 188418 16.84% 1.618%
41 14.646 1858 1865 1870 rVB6 8003 14782 1.32% 0.127%
42 14.734 1876 1880 1890 rBV4 15263 32827 2.93% 0.282%
43 14.863 1895 1902 1907 rVB2 10172 17889 1.60% 0.154%
44 14.987 1919 1923 1927 rBV2 18779 23629 2.11% 0.203%
45 15.134 1941 1948 1956 rBV2 402787 681448 60.91% 5.853%
46 15.245 1962 1967 1973 rBV 39292 60829 5.44% 0.522%
47 15.304 1973 1977 1987 rVB4 14225 26994 2.41% 0.232%
48 15.492 2004 2009 2015 rBV3 16315 29560 2.64% 0.254%
49 15.845 2057 2069 2075 rBV 109400 171649 15.34% 1.474%
50 15.933 2080 2084 2088 rVB 32841 41924 3.75% 0.360%
51 16.056 2099 2105 2113 rBvV4 9149 14662 1.31% 0.126%
52 16.373 2154 2159 2166 rVB 118504 177024 15.82% 1.520%
53 16.614 2195 2200 2205 rBV3 25215 41486 3.71% 0.356%
54 16.796 2226 2231 2242 rBV3 64633 132115 11.81% 1.135%
55 16.985 2257 2263 2268 rVB2 28325 43617 3.90% 0.375%
56 17.096 2277 2282 2287 rBV 109892 163635 14.63% 1.405%
57 17.225 2298 2304 2315 rVB10 10444 28911 2.58% 0.248%
58 17.402 2331 2334 2338 rVB4 11324 15634 1.40% 0.134%
59 17.590 2362 2366 2372 rBV3 31501 45222 4._.04% 0.388%
60 17.654 2372 2377 2387 rVB9 13560 29703 2.65% 0.255%
61 17.748 2387 2393 2396 rBV 75365 113822 10.17% 0.978%
62 17.784 2396 2399 2405 rVB5 20761 30231 2.70% 0.260%
63 17.883 2406 2416 2429 rVB2 542685 944195 84.39% 8.110%
64 18.048 2438 2444 2450 rVB 37132 58998 5.27% 0.507%
65 18.330 2487 2492 2499 rBV2 16647 27916 2.50% 0.240%
66 18.459 2507 2514 2521 rBV3 44993 101135 9.04% 0.869%
67 18.600 2531 2538 2544 rBV4 28388 54965 4.91% 0.472%
68 18.724 2553 2559 2567 rBV 166152 256211 22.90% 2.201%
69 18.929 2590 2594 2599 rVB6 10414 13073 1.17% 0.112%
70 19.205 2638 2641 2645 rBV5 9350 12527 1.12% 0.108%
71 19.382 2667 2671 2676 rVB7 7821 11203 1.00% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03 Instrument :
Operator : SJ/MA BNA_G

Sample - 13561-03 ClientSampleld :
Misc - PURGE-WATER-NRL-74
ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 19.493 2686 2690 2698 rVB4 18252 35967 3.21% 0.309%
73 19.840 2744 2749 2751 rBV2 40670 57073 5.10% 0.490%
74 19.981 2768 2773 2783 rBV2 118397 195206 17.45% 1.677%
75 20.140 2797 2800 2805 rVB5 9181 13641 1.22% 0.117%
76 20.240 2813 2817 2827 rVB3 37817 53567 4._.79% 0.460%
77 20.457 2848 2854 2863 rVB 484226 652860 58.35% 5.607%
78 21.121 2964 2967 2974 rVBS8 17849 32730 2.93% 0.281%
79 21.256 2988 2990 2994 rVB2 17656 18865 1.69% 0.162%
80 21.303 2995 2998 3002 rVB4 14297 19173 1.71% 0.165%
81 21.820 3081 3086 3097 rBV 103768 186597 16.68% 1.603%
82 22.102 3129 3134 3139 rBV 59286 92097 8.23% 0.791%
83 22.267 3154 3162 3175 rVB 583373 1118823 100.00% 9.609%
84 23.559 3379 3382 3389 rVB7 23426 45975 4.11% 0.395%
85 24.147 3480 3482 3489 rVB6 14099 22876 2.04% 0.196%

86 25.950 3777 3789 3805 rVvB3 306328 1046045 93.50% 8.984%

Sum of corrected areas: 11642918

8270-BG060517.M Mon Jun 12 16:49:49 2017 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027361.D
600000

500000

400000

300000 6.63

11.37

200000

100000

04 ~ A - A - A A A \{ ac b aen -
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027361.D

600000 22,27
17.88

500000 20.46

15.13

400000 13.76

300000

200000 18.72

14.56 19.98 21.82

15.84 1637 17.10 21
16.80 17.7% 0.0 20.2 -
19.84 20.24 L2250
0a .93 116.9 - % X ‘. ocl oW \
13.54114.00 14.4 1 JBOR: 35‘49 l 6,06 166 A A"'x il X ) 8 om0 | %3 A ‘
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027361.D
600000

100000

500000

400000
25.95

300000
200000

100000
2356 2415
A,

N

e

Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 1-Butanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

3.73 5.11 ng 84667 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 78
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 53
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 40
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 9
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 9

Abundance Scan 7 (3.729 min): BG027361.D (-3) (-) m/z 56.05 100.00%
56
41
5000

|‘ 49 | 3.80 3.90 4.00 4.10
O e e e e e e e e m/z 40.95 73.09%

73 84
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #833: 1-Butanol
31
56
41

3.80 3.90 4.00 4.10
m/z 43.00 63.68%

5000
I

73
0 ...,....,....,....,....,..‘..,..‘.‘.,....,....,....,....,....,....,....,...
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
56
41 R e BRRREmEEEE
3.80 3.90 4.00 4.10
5000 m/z 42.05 28.09%
27
69
0 15 48 77 84
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione
56 3.80 3.90 4.00 4.10
41 m/z 55.10 20.76%
5000
0..w.”.“.”“.ﬂu””h”.w.ﬂu.”.“.”“.”,”.w.”w.”.“}?ﬁ.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 3.80 3.90 4.00 4.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Hexanal Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

5.16 2.60 ng 43024 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 43
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 38
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 35
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 35

Abundance Scan 250 (5.157 min): BG027361.D (-245) (-) m/z 44.00 100.00%
5
72 480 500 520 540
207 : : : :
) e hm/z 56.10  O1.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3772: Hexanal
a4
56
27
5000 A“I""I""I""I"”I'
4.80 500 520 5.40
72 m/z 41.00 74 .22%
0"'I'L'L""“'hh'ﬁi"l"”I"'W""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a o
27 480 500 520 5.40
5000 m/z 57.00 58.51%
72
84
e L S S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1472: Cyclobutane, ethyl-
56 4.80 500 520 5.40
41 m/z 43.00 49_17%
5000
28 ‘ 60
0'%?VM'”N'¢‘PJ"Fﬁ"|“"l”"l“"l'“'l'“'l'”' RS UAREE SR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown5.19 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

5.19 4.53 ng 75028 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-(ethenyloxy)- 86 C5H100 000926-65-8 9
2 Ethanol, 2-methoxy-, acetate 118 C5H1003 000110-49-6 9
3 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 9
4 Oxirane, 2,3-dimethyl-, cis- 72 C4H80 001758-33-4 9
5 Oxirane, 2,3-dimethyl-, trans- 72 C4H80 021490-63-1 9

Abundance Scan 256 (5.192 min): BG027361.D (-252) (-) m/z 43.05 100.00%
43
5000
73
| 58 86 4.80 5.00 520 5.40 5.60
Ot e e e e e m/z 45.00 44_13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #1796: Propane, 2-(ethenyloxy)-
43
27
5000
15 480 5.00 5.20 5.40 5.60
86 m/z 73.05 28.92%
58
0"'I”"I”"I”"I”'??'”'I'”'T%'”I"'W'"'P"'I”
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
58 480 500 520 5.40 5.60
5000 m/z 41.00 17.37%
28
73 88
G O L UL U IS UL IS UL LRI R B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4763: Ethanol, 2-propoxy-
43 480 5.00 5.20 5.40 5.60
m/z 85.95 10.56%
5000
73
27 86
0 1\8 ‘ | ‘33 ! ‘H \5\7” 63 | ‘ 104
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.70 16.47 ng 272718 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 342 (5.698 min): BG027361.D (-336) (-) m/z 43.00 100.00%
43
59
5000
\
10 540 560 580 6.00
83 : : : -
o..,....,....','::..??.~!Ii....,....,.'...,...:,|....,....,....,....,...., m/z 59.00 59.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R LR I R
5.40 5.60 5.80 6.00
59 101 m/z 101.00 16-99%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
540 560 580 600
5000 m/z 58.00 16.11%
41
ol 50 73 86
mm‘wwwwwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester N e I RERsARRES
59 5.40 5.60 5.80 6.00
m/z 41.00 9.73%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2-Hexanone, 5-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

6.40 2.57 ng 42540 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
2 2-Heptanone 114 C7H140 000110-43-0 83
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 72
4 8-Hydroxy-2-octanone 144 C8H1602 025368-54-1 40
5 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 39

Abundance Scan 462 (6.403 min): BG027361.D (-456) (-) m/z 43.00 100.00%
a3
58
5000
all T w s 600 620 640 6.60 680
R 1A | N PO N m/z 58.00 62.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7507: 2-Hexanone, 5-methyl-
43
5000
58 6.00 6.20 6.40 6.60 6.80
m/z 71.10 14_.01%
27 71
0 20 |, 37| 51 J 64 | 8 o1 99 114
miz--> 10 20 30 40 s'o 80 70 8 0 100 1o 130
Abundance
43
e 6.00 620 6.40 6.60 6.80
5000 m/z 59.00 13.64%
I 71
0 37 51 65 | 77 85 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7496: 2-Hexanone, 4-methyl-
43 6.00 6.20 6.40 6.60 6.80
m/z 41.10 11.45%
5000 58
5 27
o || sml st es P77 8 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 ﬁo 120 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Ethanol, 2-butoxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.63 28.57 ng 473144 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 Isobutyl ether 130 C8H180 000628-55-7 37
3 3,3-Dimethylbutane-2-ol 102 C6H140 000464-07-3 37
4 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 35
5 n-Butyl ether 130 C8H180 000142-96-1 25

Abundance Scan 501 (6.632 min): BG027361.D (-492) (-) m/z 57.10 100.00%
g7
5000 45 j\
87 L I UL I
75 100 620 640 6.60 6.80 7.00
O e e L e o S m/z 45.00 37.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8822: Ethanol, 2-butoxy-
57
5000 a5 R LN UL I
6.20 640 6.60 6.80 7.00
87 m/z 41.00 31.65%
o ‘\ 38‘ R 100 118
miz--> 1'0 2'0 3'0 » % e'o % % % 100 10 130 150
Abundance
57
620 640 6.60 6.80 7.00
5000 m/z 87.10 17.27%
ol 14 73 87 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4469: 3,3-Dimethylbutane-2-ol R e R B,
45 57 620 640 6.60 6.80 7.00
m/z 56.10 9.20%
5000 69 o
29
0 \‘ 3$ \‘\ . " 192
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00

8270-BG060517.M Mon Jun 12 16:49:56 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Formamide, N,N-diethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

7.11 2.92 ng 48374 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 91
2 Urea, (1,1-dimethylethyl)- 116 C5H12N20 001118-12-3 40
3 1,3-Propanediamine, N,N-dimethyl- 102 C5H14N2 000109-55-7 38
4 Methanediamine, N,N,N" ,N"-tetram... 102 C5H14N2 000051-80-9 35
5 Propanamide, N,N-dimethyl- 101 C5H11NO 000758-96-3 35

Abundance Scan 582 (7.108 min): BG027361.D (-577) (-) m/z 58.00 100.00%
» 101
5000 a4 86
72
| 6.80 7.00 7.20 7.40
O e o L e e B R a m/z 101.00 79.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4094: Formamide, N,N-diethyl-
30 sg
101
5000 B LN UL L L
44 86 6.80 7.00 7.20 7.40
7 m/z 43.95 41.01%
0 24“ 38, 52 ‘ ‘
RIS SO SURILIL SO SURILLS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
58
101 680 7.00 7.20 7.40
5000 m/z 86.00 37.43%
41
0 18 29 50 84 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4385: 1,3-Propanediamine, N,N-dimethyl-
58 6.80 7.00 7.20 7.40

m/z 72.00 21.47%

5000

15 52, 662 102

0...,..‘..,...‘l,....,..:.,... R e e e e e e R e R EAEEEEmEm

40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

30 42
0

m/z--> 10 20 3
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1-Butanamine, N-butyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

7.51 5.33 ng 88212 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanamine, N-butyl- 129 C8HI19N 000111-92-2 91
2 Prilocaine 220 C13H20N20 000721-50-6 83
3 Benzeneethanamine, .alpha.-methy... 177 C12H19N 033236-69-0 72
4 7-Bromo-6-(2-diethylaminoethoxy)... 435 C19H22BrN302S 299962-65-5 47
5 1-Butanamine, N,N-diethyl- 129 C8HI19N 004444-68-2 47

Abundance Scan 650 (7.507 min): BG027361.D (-644) (-) m/z 86.05 100.00%
” 36
5000
57
70 129 7.20 7.40 7.60 7.80
o e T m/z 44.00 80.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13042: 1-Butanamine, N-butyl-
86
44
30
5000 RN A N R
7.20 7.40 7.60 7.80
57 m/z 41.00 25.30%
ol 15 L] 72 100112 120
m/z--> 20 45 60 80 100 120 140 160 180 200 220
Abundance
86
a4 7.20 7.40 7.60 7.80
5000 m/z 57.10 23.42%
o %6 70 107118 134 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43363: Benzeneethanamine, .alpha.-methyl-N-(1-methylethyl)-
44 86 7.20 7.40 7.60 7.80
m/z 39.00 9.43%
5000
o | 65 || 103 120 134 162 176
m/z--> 20 40 60 80 100 150 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown8.09 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

8.09 6.35 ng 105094 1,4-Dichlorobenzene-d4 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1,3,4-Thiadiazole- 2(3H) -thione, ... 132 C3H4N2S2 029490-19-5 9
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 9

Abundance Scan 749 (8.089 min): BG027361.D (-742) (-) m/z 132.00 100.00%
5000

7.80 8.00 8.20 8.40

01 m/z 68.00 49.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 /l\l\|||||||||||||||||||||/
7.80 8.00 8.20 8.40
- 70 m/z 134.00 35.21%
60
. C s 7T g5 | 105 116
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R N RARE S SR e
7.80 8.00 8.20 8.40
5000 m/z 66.00 30.37%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole s et e
132 7.80 8.00 8.20 8.40

m/z 69.00 21.07%

5000
104
66
14 27 37445158 7 7T g9 97 | 115 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.11 3.35 ng 81697 Naphthalene-d8 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 47
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 43
5 Tetraethylene glycol 194 C8H1805 000112-60-7 43
Abundance Scan 1263 (11.109 min): BG027361.D (-1256) (-) m/z 56.95 100.00%
45 g7
5000
75 USRI I B
| | | 87 101 199 10.80 11.00 11.20 11.40
o A | N O 1 P A -~ — m/z 45.00 90.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45
57
5000 29 RN UGN RN IR
10.80 11.00 11.20 11.40
m/z 41.00 30.20%
15 ‘ > 87 100
et g [ 30 w0 1% 1w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
45
10.80 11.00 11.20 11.40
5000 m/z 75.00 21.46%
29 75
87
0 18 37 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4453: 2-Pentanol, 3-methyl- e B
45 10.80 11.00 11.20 11.40
m/z 56.00 19.88%
5000
29 56
0"'W'}?W"jhu'”“Ml“I'mhl'”??”"I“gZP"W"”I'”'I'”'I”"P"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40

8270-BG060517.M Mon Jun 12 16:50:00 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Propane, 1,2-dimethoxy- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.59 ng 63161 Naphthalene-d8 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 72
2 Methane, diethoxy- 104 C5H1202 000462-95-3 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 72
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 64
Abundance Scan 1401 (11.920 min): BG027361.D (-1396) (-) m/z 59.00 100.00%
59
5000
T 14 150 120 12100 1220
0 ...,....,....,....-,|:'.|..,..':!;....,7..3..,..8.6.,....,'.l...,.l.l.“?,....,....,.1.‘.“?,... m/z 57.00 25.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4782: Propane, 1,2-dimethoxy-
59
5000
11.60 11.80 12.00 12.20
29 45 m/z 45.00 20.14%
o Jaryl 7 s 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
31 59
11.60 11.80 12.00 12.20
5000 m/z 103.00 17 .35%
103
15 45
75 89
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)- R R REREE SR Es e
59 11.60 11.80 12.00 12.20
m/z 41.00 15.33%
5000
31 45 103
0 15 \\‘ “\\‘ 1l 75 89
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Formamide, N,N-dibutyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.79 9.71 ng 236941 Naphthalene-d8 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide, N,N-dibutyl- 157 C9H19NO 000761-65-9 64
2 Diisopropylethylamine 129 C8H19N 007087-68-5 43
3 Dimethyl(2-octyl)amine 157 C10H23N 007378-97-4 43
4 Isobutyl-propyl-amine 115 C7H17N 039190-66-4 43
5 1-Butanamine, N-(1-methylethyl)- 115 C7H17N 039099-23-5 43
Abundance Scan 1549 (12.789 min): BG027361.D (-1535) (-) m/z 72.00 100.00%
72
5000 114
4 5g LRI AR BAAUSN SUNIA B
| | i | 86 100 128 140 157 12.40 12.60 12.80 13.00 13.20
O prrrrprrebe st e e e e e e e e m/z 114.10 46.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29486: Formamide, N,N-dibutyl-
72
114
5000 AR BRI SRR U I
12:40 12.60 12.80 13.00 13.20
44 m/z 44_.00 20.22%
o, 15 \‘ A 86 100 | 128 140 157
m/z--> 10 20 30 40 éo éo 70 80 90 160 110 120 130 140 150 160
Abundance
72
114 12.40 12.60 12.80 13.00 13.20
5000 m/z 41.00 19.42%
44
129
oh. 15 ¥ 56 86 gg
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29178: Dimethyl(2-octyl)amine
72 12.40 12.60 12.80 13.00 13.20
m/z 58.00 15.74%
5000
42
. SN TR [ - P asr
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Diethyltoluamide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.04 ng 171649 Acenaphthene-d10 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 87
3 o-Toluic acid, 4-cyanophenyl ester 237 C15H11NO2 1000307-45-8 53
4 p-Toluic acid, cyclobutyl ester 190 C12H1402 1000292-21-4 53
5 2,5-Pyrrolidinedione, 1-[(2-meth... 233 C12H11NO4 110920-14-4 53
Abundance Scan 2068 (15.839 min): BG027361.D (-2057) (-) m/z 119.00 100.00%
119
5000 91 190
o> 15,60 15.80 16.00 16.20
39 162 : - : :
b 8 T 105 | 148102076 | 01 00 44 18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53783: Diethyltoluamide
119
5000 o1 190 15,60 15.80 16.00 16.20

m/z 190.10 35.91%

65
15 PP 51 | 7

0 ‘ | 105 | 133 148 162 176 y
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
A B e R
15.60 15.80 16.00 16.20
5000 m/z 65.00 16.07%
91
190
65
0 42 52 77 105 136 148 162 176
B B L L B o o e e BSLE B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #91527: o-Toluic acid, 4-cyanopheny! ester i e A B
119 15.60 15.80 16.00 16.20
m/z 191.10 13.04%
5000
91
28 39 51 O | )
ot SAREESESES S M S -
m/z--> 20 40 60 80 100 120 140 160 180 15.60 15.80 16.00 16.20

8270-BG060517.M Mon Jun 12 16:50:04 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1,1"-Biphenyl, 2,2"-dichloro- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.37 5.20 ng 177024 Acenaphthene-d10 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2,2"-dichloro- 222 C12H8CI2 013029-08-8 99
2 1,1"-Biphenyl, 2,4"-dichloro- 222 C12H8CI2 034883-43-7 98
3 1,17-Biphenyl, 4,4"-dichloro- 222 C12H8CI2 002050-68-2 97
4 1,1"-Biphenyl, 2,3-dichloro- 222 Cl12H8CI2 016605-91-7 97
5 1,1"-Biphenyl, 2,5-dichloro- 222 Cl12H8CI2 034883-39-1 97

Abundance Scan 2158 (16.368 min): BG027361.D (-2154) (-) m/z 151.95 100.00%
182
222
5000 187
e
111 125,54 16.00 16.20 16.40 16.60
of e R m/z 221.95 58.87%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78938: 1,1'-Biphenyl, 2,2"-dichloro-
152
222
5000 AU SIS
187 16.00 16.20 16.40 16.60
93 m/z 187 .00 46.87%
oS | T Wi |
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
222
152 ISV LRI SR SRS B
16.00 16.20 16.40 16.60
5000 m/z 224.00 37.16%
5 g
o 50 63 111 12639 173 18198
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78947: 1,1'-Biphenyl, 4,4'-dichloro- R e e R
152 222 16.00 16.20 16.40 16.60
m/z 75.00 22 .94%
5000
75
L3 %6 ‘ \‘ 1212013 || 165 TPao7209 |, )
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Dodecane, l1l-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.80 2.80 ng 132115 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 1-iodo- 296 C12H25l1 004292-19-7 58
2 Hexadecane 226 C16H34 000544-76-3 52
3 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 52
4 Heptadecane 240 C17H36 000629-78-7 50
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 50

m/z

57.00 100.00%

16.40 16.60 16.80 17.00 17.20

m/z 91.00 98.17%

-

16.40 16.60 16.80 17.00 17.20

m/z 43.00 65.84%

%

16.40 16.60 16.80 17.00 17.20

Abundance Scan 2232 (16.802 min): BG027361.D (-2226) (-)
5|7 1
5000
4
o.“”ﬁ”dﬁu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo-
57
5000 85
4
113 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
5000
41 85
oL.26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
5000 85
4
113 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 71.00 57.40%

:

16.40 16.60 16.80 17.00 17.20

m/z 85.05 37.70%

%

16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 1,1"-Biphenyl, 3,4"-dichloro- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.10 3.47 ng 163635 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 3,4"-dichloro- 222 C12H8CI2 002974-90-5 99
2 1,1"-Biphenyl, 3,3"-dichloro- 222 C12H8CI2 002050-67-1 99
3 1,17-Biphenyl, 4,4"-dichloro- 222 C12H8CI2 002050-68-2 98
4 1,1"-Biphenyl, 3,4-dichloro- 222 Cl12H8CI2 002974-92-7 98
5 1,1"-Biphenyl, 2,4-dichloro- 222 Cl12H8CI2 033284-50-3 98

Abundance Scan 2283 (17.102 min): BG027361.D (-2277) (-) m/z 221.95 100.00%
242
152
5000
11 12612, 186 16180 17/00 1750 1740
of e R m/z 152_.00 75 .84%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78941: 1,1'-Biphenyl, 3,4'-dichloro-
222
152
5000 --{E--- N AR SRR
16.80 17.00 17.20 17.40
m/z 224 .00 61.68%
o % 6 \\ D ULz | 7310
mz-> 20 40 60 80 160 150 140 160 180 200 220
Abundance
222
152 16.80 17.00 17.20 17.40
5000 m/z 151.00 20.06%
75
27 39 50 63 %3 111 126454 173 186108
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78947: 1,1'-Biphenyl, 4,4'-dichloro- . ./;\. e
152 222 16.80 17.00 17.20 17.40
m/z 150.00 16.84%
5000
75
L3 %6 ‘ ‘m 12 1015 || 165 “Tao7209 |,
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 16,80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.72 5.43 ng 256211 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2558 (18.718 min): BG027361.D (-2553) (-) m/z 72.95 100.00%

a3 P
5000
129

7 213 256 N S AEARRRR
01115 | ;5157171186 18.40 18.60 18.80 19.00

227 281

0 m/z 60.00 81.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 TT T T L L B LR |

18 40 18. 60 18. 80 19.00

m/z 43.00 80.46%
213
J;H, 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
R T T T
18.40 18.60 18.80 19.00
5000 43 m/z 55.00 73.61%
29 85 129143
101115 186
0l 15 15717
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid R R e e R
43 73 18.40 18.60 18.80 19.00
m/z 57.05 68 .85%
51
5000
29
129 171 214
bl a0 | aemerae
o A P VW Wi W S S ST T T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.98 4.13 ng 195206 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2773 (19.981 min): BG027361.D (-2768) (-) m/z 73.00 100.00%
 EERRE RS S LR
19.60 19.80 20.00 20.20
0! m/z 43.05 91.20%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 || 78
5000 129 e Easma )
97 19.60 19.80 20.00 20.20
185 o1 o84 m/z 57.00 82.52%
g T |
0t——r+ ‘NuMVWHWJ : “.HH.‘.. ——— T
m/z--> 50 100 150 200 250 300 350
Abundance
43
R e B RA RE s
73 19.60 19.80 20.00 20.20
5000 284 m/z 59.95 79.49%
129
97
157 185 213 241 265
ot T e B
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid T e
73 19.60 19.80 20.00 20.20
43 m/z 55.00 75.21%
5000 129
185 228
LG ]
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03

Operator : SJ/MA

Sample - 13561-03 PURGE-WATER-NRL-74
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 1-Nonadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.82 3.34 ng 186597 Chrysene-di12 22.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 92
2 Cyclotetracosane 336 C24H48 000297-03-0 92
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 3086 (21.820 min): BG027361.D (-3081) (-) m/z 57.00 100.00%
57 g3
5000 111
A SN SRR BRI BN
3 139 181 208 239 281 21.60 21.80 22.00 22.20
o! 61 355 m/z 43.10 84.87%
m/z--> 50 100 150 200 250 300 350
Abundance #115904: 1-Nonadecene
57 83
5000 11 AU SUNIIR SRR SRR BN
29 21.60 21.80 22.00 22.20
139 266 m/z 83.00 81.92%
|| L } | 167 196 238
0..‘..| ‘..“lu‘.“.‘l ‘I.”..“.‘...‘. S T
m/z--> 50 100 150 200 250 300 350
Abundance
43 a3
21.60 21.80 22.00 22.20
5000 m/z 55.00 80.43%
111
0 66 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester e R DR
4 21.60 21.80 22.00 22.20
69 m/z 69.05 74 .65%
97
5000
125
0! Il LH \. I 153 196 224
m/z--> 50 100 150 200 250 300 350 2160 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\

Data File : BG027361.D

Acq On : 10 Jun 2017 00:03 Instrument :
Operator : SJ/MA BNA_G

Sample - 13561-03 ClientSampleld :
Misc - PURGE-WATER-NRL-74
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Butanol 3.73 5.1 ng 84667 1 8.55 331245 20.0
Hexanal 5.16 2.6 ng 43024 1 8.55 331245 20.0
unknown5.19 5.19 4.5 ng 75028 1 8.55 331245 20.0
2-Pentanone, 4-hy... 5.70 16.5 ng 272718 1 8.55 331245 20.0
2-Hexanone, 5-met... 6.40 2.6 ng 42540 1 8.55 331245 20.0
Ethanol, 2-butoxy- 6.63 28.6 ng 473144 1 8.55 331245 20.0
Formamide, N,N-di... 7.11 2.9 ng 48374 1 8.55 331245 20.0
1-Butanamine, N-b... 7.51 5.3 ng 88212 1 8.55 331245 20.0
unknown8 .09 8.09 6.3 ng 105094 1 8.55 331245 20.0
Ethanol, 2-(2-but... 11.11 3.4 ng 81697 2 11.37 488250 20.0
Propane, 1,2-dime... 11.92 2.6 ng 63161 2 11.37 488250 20.0
Formamide, N,N-di... 12.79 9.7 ng 236941 2 11.37 488250 20.0
Diethyltoluamide 15.84 5.0 ng 171649 3 15.13 681448 20.0
1,1*-Biphenyl, 2,_... 16.37 5.2 ng 177024 3 15.13 681448 20.0
Dodecane, 1-iodo- 16.80 2.8 ng 132115 4 17.88 944195 20.0
1,1*-Biphenyl, 3,... 17.10 3.5 ng 163635 4 17.88 944195 20.0
n-Hexadecanoic acid 18.72 5.4 ng 256211 4 17.88 944195 20.0
Octadecanoic acid 19.98 4.1 ng 195206 4 17.88 944195 20.0
1-Nonadecene 21.82 3.3 ng 186597 5 22.27 1118820 20.0
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